[1]. A 5 × 5 slab was constructed on the basis of the optimized Al cell, which ensures that the distance between TATB and its period replica is larger than 7 Å. Four Al layers were included and the vacuum region along c was larger than 15 Å. In the following optimizing process, we fixed the lattice parameters of the supercell and froze the last two Al layers. Aimed at finding the most stable TATB/Al (111) configuration, many kinds of adsorption site were analyzed. Equation (1) shows the adsorption energy of TATB on Al (111) surface:
where, each term in Equations (1) The center of the benzene ring above an hcp site 5P 0.00 5P-1 9.08 5P-2 7.28
The center of the benzene ring above a bridge site between the first layer of Al 6P 0.00 6P-1 8.50
6P-2 8.12
The CC symmetric axis of the benzene ring above an on-top site 1V 0.00 1V-1 0.57
The CC symmetric axis of the benzene ring above a bridge site between the second layer of Al 
